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Floure S1: Uv-Vis spectra of metallocarbaporphyrins in chloroform.
A. Silver(Ill) derivative 15a. B. Silver(Ill) diphenylcarbaporphyrin le
C. Gold(IIl) diphenylcarbaporphyrin 19.
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Figure §2: Uv-Vis spectra of silver(Il) and gold(Ill)carbaporphyrins in chloroform.
A. 17a. B. 17b. C.18a. D. 18b.




c@ 2004 American Chemical Society, Inorg. Chem., Lash ic0400540 Supporting Info Pagqé P

CH,CH,CHa
) O‘ CHg

A 1.0+
08 CH,CH,CHa CHaCHg
CH, CH,CH3

0.6

3

<
0.4-
0.2+ 500 600 700
0.0 T Y T i

300 200 500 600 700
Wavelength (nm)
' CH,CH,CHg

CH,CH,CHy

0.6 1.0}
-1 CH4CH,CH3
0.5 0.8
0.4+
0.6
° L3
Z0.3- 3
0.4+
0.2
0.2
0.1
0.0 r - T 7 0.0 — T . T
300 . 400 500 600 700 o0 400 ) 500 600 700
Wavelength (nm) : . Wavelength (nm)

Figure S3: UV-Vis spectra of dipropylcarbaporphyrin 9d. A. Free base in 1% Et,N-CHCl,.
B. Monocation in 0.05% TFA-CHCl,. C. Dication in 50% TFA-CHCI,.
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Figure S4: UV-Vis spectra of diisobutylcarbaporphyrin 9e. A. Free base in 1% Et,N-CHCL,.
B. Monocation in 0.05% TFA-CHCI,. C: Dication in 50% TFA-CHCIL,.




© 2004 American Chemical Society, Inorg. Chem., Lash ic0400540 Sup]iaorting Iﬁf?)”i).ai—‘ge 6 °
CHCHoCHy :

v T T T T T T T v M L
10 9 . 8 7 6 1 4 3 2 1 . ppm

J, ] — L - .

¥ . . i T I H i N
160 . 140 120 100 a0 60 40 20 . ppm

Figure S5: Upper spectrum: 400 MHz proton NMR spectrum of dipropyltripyrrane 14d in CDCI,.
Lower spectrum: 100 MHz carbon-13 NMR spectrum of dipropyltripyrrane 14d in CDCl,.
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1gure S6: Upper Spectrum: 400 MHz proton NMR spectrum of diisobutyltripyrrane 14e in CDCI,.
Lower spectrum: 100 MHz carbon-13 NMR spectrum of diisobutyltripyrrane 14e in CDCL.
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Figure S7: NMR Spectra of dipropylbenzocarbaporphydn 9d in CDCl,.
Upper Spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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1gure S8: [I\;MR Spectra of the monocation for dipropylbenzocarbaporphyn‘n 9d in trace TFA-CDCI
- Pper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR 3
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Figure S9: NMR Spectra of the dication of dipropylbenzocarbaporphyrin 9d in 50% TFA-CDCl,.
Upper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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Figure S10: NMR Spectra of free base diisobutylbenzocarbaporphyrin 9e in CDCl..
Upper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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Figure S11: NMR Spectra of the monocation for dxxsobutylbenzocarbaporphynn 9e in trace TFA-CDCl,.
Upper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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Figure S12: NMR Spectra of the dication of diisobutylbenzocarbaporphyrin 9e in 50% TFA-CDC13.
Upper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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Figp_rc S13: Upper spectrum: 400 MHz Proton NMR Spectrum of Silver(IlT) Complex 15a in CDCl,.
Lower spectrum: 400 MHz Proton NMR Spectrum of Diphenyl Ag(IIl) Complex 15b in CDCl,.
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Figure S14: 100
| MHz Carbon-13 NMR Spectrum of Diphenyl Ag(II) Complex 15b in CDCl,.
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Figure S15: Upper spectrum: 400 MHz proton NMR of gold(IIT) complex 19 in CDCI,,
Lower spectrum: 100 MHz carbon-13 NMR of silver(IIl) di-fert-butyl complex 15¢ in CDC,.
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Figure S16: Upper spectrﬁm: 400 MHz proton NMR of silver(III) di-zert-butylcarbaporphyrin 15¢ in CDCl,.
Lower spectrum: 400 MHz proton NMR of silver(IIl) dipropylcarbaporphyrin 15d in CDCl,.
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Figure S17: Upper spectrum: 400 MHz proton NMR of silver(IIl) diisobutylcarbaporphyrin 15e in CDCl;. -
Lower spectrum: Details of the aliphatic region.
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Flgure S18: NMR Spectra of silver(III) tetraphenylcarbaporphynn 17ain CDCl,.
Upper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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Figure Sl9: NMR Spectra of gold(III) tetraphenylcarbaporphyrin 18a in CDCI,.
Upper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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Figure S20: NMR Spectra of silver(IlI) tetrakis(4-chlorophenyl)carbaporphyrin 17b in CDCI,.
Upper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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Figure S21: NMR Spectra of gold(III) tetrakis(4-chlorophenyl)éarbaporphyxin 18b in CDCl,.
Upper spectrum: 400 MHz proton NMR. Lower spectrum: 100 MHz carbon-13 NMR.
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Figure $23: Upper spectrum: 70 eV EI MS of silver(IIl) diphenylbenzocﬁrbaporphyrin 15b.
Lower spectrum: FD MS of silver(III) di-rerz-butylbenzocarbaporphyrin 15¢.
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Figure S24: FAB MS of gold(I1II) diphenylbenzocarbaporphywrin 19.
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Figure §25: Upper spectrum: 70 eV EI MS of dipropylbeniocarbaporphyﬁn 9d.
Lower spectrum: 70 eV EI MS of diisobutylbenzocarbaporphyrin 9e.
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Figure $26: Upper spectrum: 70 eV EI MS of silver(II) dipropylbenzocarbaporphyrin 15d.
Lower spectrum: FD MS of silver(III) diisobutylbenzocarbaporphyrin 15e.
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Figure S27: FD MS of silver(Ill) tetraphenylbenzocarbaporphyrin 17a. |
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Figure S28: FD MS of silver(IlI) tetrakis(4-chlorophenyl)benzocarbaporphyrin 17b.
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File:DC42 Ident:2 Mer Def 0.25 Acqg:27-SEP-2002 15:25:06 +0:58 Cal:CSI092702
70SE FAB+ Magnet BpM:119 BpV:469.8mV TIC:14712328 Flags:HALL
File Text:T. LASH DC42 IN M. B. .

100% 113.0 : 1.9E6
904 1.7E6
aoj 1.5E6
703 1.3E6
60] 1.1E6
50 9.4ES
40 135.0 7.5E5
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20] 3.8ES
10 1930 309.0 1.9ES
odl A0 et 33802 4011 4471 492.2 5301 Eg.0m0
100 150 200 250 300 350 400 450 500 550 m/z
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80 1.5E6
70 1.3E6
. 60 1.1E6
50 9.4E5
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30 5.6ES
20 858.2 3.8ES
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File Text:T. Lash DC43
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30 3.0E5
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80 2.6ES
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Figqre S29: Mass spectra of gold(III) tetraphenylbenzocarbaporphyrin 18a.
Upper spectrum: FAB MS. Lower spectrum: FD MS.
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File:DC44 Tdent:21_24 SHOTL 7T PRD(7,3,7,0-00%, U0, 50-00%, F, F] SPEC(ReIgnts, TeRtTeId ACT II-DES

70SE FD+ Magnet BpV:463.8mV Bpl:264459 TIC: 1454494 Flags :NORM

File Text:T. Lash DC44 . .
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Figure §30: FD MS of gold(IlI) tetrakis(4-chlorophenyl)benzocarbaporphyrin 18b.




